Energy behaviors calculated using the GGA-PBE/Def2-TZVP methodology.
0.000000000 -1.564081000 1.563878000 82 -2.222749000 0.000000000 0.000885000 82 2.222749000 0.000000000 0.000885000 82 0.000000000 -1.564112000 -1.564763000 82 0.000000000 1.564112000 -1.564763000
11.7 82 1.380100000 1.605500000 0.001300000 82 -2.723300000 -0.950800000 0.002900000 82 -1.009300000 0.912200000 -1.730200000 82 0.268800000 -1.606400000 -0.022400000 82 -0.987400000 0.880500000 1.750300000 82 3.071200000 -0.841100000 -0.002000000 14.8
82 -1.388183000 -1.586126000 0.005558000 82 2.722574000 0.942882000 0.001155000 82 1.008208000 -0.906524000 -1.695877000 82 -0.262534000 1.566906000 -0.028189000 82 0.986225000 -0.862134000 1.721141000 82 -3.066290000 0.844996000 -0.003788000
0.000000000 1.564081000 1.563878000 82 0.000000000 -1.564081000 1.563878000 82 -2.222749000 0.000000000 0.000885000 82 2.222749000 0.000000000 0.000885000 82 0.000000000 -1.564112000 -1.564763000 82 0.000000000 1.564112000 -1.564763000 32.3 82 2.238600000 1.201500000 -0.717100000 82 -2.231000000 1.228200000 -0.685500000 82 2.819700000 -1.537100000 0.266600000 82 0.023100000 1.858900000 1.160400000 82 -2.840800000 -1.524300000 0.248300000 82 -0.009500000 -1.227200000 -0.272700000
2.222198000 1.254288000 -0.683008000 82 -2.225107000 1.246614000 -0.692595000 82 2.790526000 -1.480563000 0.272859000 82 -0.006235000 1.636992000 1.247010000 82 -2.784108000 -1.483969000 0.278657000 82 0.002726000 -1.173362000 -0.422924000 3.603494000 -0.001137000 -0.405968000 82 -3.602985000 -0.001176000 0.405674000 82 0.943910000 0.002210000 -1.606320000 82 1.471318000 -1.803204000 1.020636000 82 -1.471513000 -1.802608000 -1.020981000 82 -0.944001000 0.001792000 1.606542000 82 -1.474510000 1.802049000 -1.024144000 82 1.474285000 1.802076000 1.024561000
11.1 82 3.590944000 -0.001478000 -0.377210000 82 -3.593109000 -0.001271000 0.378435000 82 0.930230000 0.002307000 -1.645661000 82 1.477345000 -1.804584000 1.013416000 82 -1.476185000 -1.805489000 -1.013986000 82 -0.929876000 0.001672000 1.645038000 82 -1.478933000 1.805231000 -1.014793000 82 1.479583000 1.803614000 1.014761000
13.3 82 -1.453500000 2.556900000 0.167000000 82 -1.472200000 -2.550900000 0.160100000 82 3.232700000 -0.012000000 -0.886600000 82 -2.846700000 0.009100000 -1.001200000 82 1.643600000 -2.016300000 0.702600000 82 -0.927900000 -0.001300000 1.692400000 82 1.660500000 2.010300000 0.699100000 82 0.163500000 0.004200000 -1.533500000
14.0 82 -1.414700000 2.536814000 0.099476000 82 -1.416254000 -2.536185000 0.099770000 82 3.220301000 -0.000567000 -0.940405000 82 -2.870383000 0.000656000 -0.919471000 82 1.643733000 -1.911263000 0.737103000 82 -0.935320000 0.000284000 1.671690000 82 1.644895000 1.910491000 0.737367000 82 0.127728000 -0.000231000 -1.485529000 0.0 82 0.574120000 -0.152421000 -2.306013000 82 -0.261459000 1.876217000 0.000000000 82 -0.855880000 -1.831441000 0.000000000 82 0.574120000 -0.152421000 2.306013000 82 2.749739000 1.226942000 0.000000000 82 -2.549928000 0.365330000 1.533052000 82 -2.549928000 0.365330000 -1.533052000 82 2.319219000 -1.697533000 0.000000000
14.1 82 -1.584190000 2.494385000 -0.402036000 82 -0.002949000 -0.001686000 -1.572531000 82 0.001579000 0.005808000 1.735753000 82 -2.893805000 -0.010789000 0.719176000 82 -1.564811000 -2.507937000 -0.396249000 82 1.583559000 -2.494069000 -0.401178000 82 1.564120000 2.504717000 -0.400582000 82 2.896498000 0.009571000 0.717648000
15.6 82 -1.517245000 2.510945000 -0.352108000 82 -0.087963000 0.001049000 -1.560933000 82 0.034519000 0.000979000 1.664882000 82 -2.867209000 0.041933000 0.723181000 82 -1.598481000 -2.463317000 -0.362405000 82 1.517461000 -2.466777000 -0.395213000 82 1.596904000 2.418403000 -0.406889000 82 2.922014000 -0.043215000 0.689486000 0.0 82 0.574120000 -0.152421000 -2.306013000 82 -0.261459000 1.876217000 0.000000000 82 -0.855880000 -1.831441000 0.000000000 82 0.574120000 -0.152421000 2.306013000 82 2.749739000 1.226942000 0.000000000 82 -2.549928000 0.365330000 1.533052000 82 -2.549928000 0.365330000 -1.533052000 82 2.319219000 -1.697533000 0.000000000
18.4 82 -3.182100000 0.005100000 -1.306400000 82 1.909700000 -2.736000000 -0.064300000 82 -0.732500000 1.680300000 -0.655600000 82 -0.736000000 -1.677700000 -0.661200000 82 1.915400000 2.735100000 -0.060600000 82 2.507000000 -0.000600000 -0.887600000 82 0.756500000 -0.004900000 1.942100000 82 -2.437900000 -0.001400000 1.693700000 21.5 82 3.194048000 -0.030768000 -1.260953000 82 -1.924260000 -2.696546000 -0.001699000 82 -1.900417000 2.703337000 -0.028122000 82 0.734524000 1.634753000 -0.653296000 82 -0.805472000 0.020533000 1.860076000 82 -2.420718000 -0.000795000 -0.977681000 82 2.399144000 0.023774000 1.679299000 82 0.723152000 -1.654288000 -0.617625000 0.0 82 0.574120000 -0.152421000 -2.306013000 82 -0.261459000 1.876217000 0.000000000 82 -0.855880000 -1.831441000 0.000000000 82 0.574120000 -0.152421000 2.306013000 82 2.749739000 1.226942000 0.000000000 82 -2.549928000 0.365330000 1.533052000 82 -2.549928000 0.365330000 -1.533052000 82 2.319219000 -1.697533000 0.000000000 17.5 82 -2.143502000 0.007353000 -2.055624000 82 1.876258000 2.557542000 -0.000136000 82 -1.072366000 1.942111000 -0.000049000 82 1.356122000 -0.004632000 -1.648486000 82 -1.087483000 -1.934790000 0.000582000 82 1.856802000 -2.570960000 -0.000051000 82 -2.143326000 0.008222000 2.055974000 82 1.357495000 -0.004846000 1.647789000
22.2 82 -2.131138000 -0.000269000 -2.005011000 82 1.902085000 2.527562000 -0.000490000 82 -1.046537000 1.946269000 -0.001175000 82 1.272881000 0.000347000 -1.624704000 82 -1.044479000 -1.947473000 0.001016000 82 1.904963000 -2.525476000 -0.000294000 82 -2.130972000 -0.001838000 2.005114000 82 1.273197000 0.000878000 1.624637000
18.4 82 -2.142445000 -0.002308000 -2.089490000 82 2.062118000 2.424324000 0.001220000 82 -1.067179000 1.976183000 -0.000621000 82 1.144338000 0.001747000 -1.703801000 82 -1.065198000 -1.977864000 -0.000207000 82 2.064275000 -2.421228000 -0.000391000 82 -2.140727000 -0.001551000 2.089671000 82 1.144819000 0.000696000 1.703618000 26.5 82 3.516312000 -0.593180000 0.750116000 82 -0.602038000 1.356242000 -0.679427000 82 -2.379183000 -0.927290000 1.521610000 82 0.672796000 -0.425285000 1.637146000 82 2.228622000 2.038346000 -0.140468000 82 -1.489308000 -1.781846000 -1.263169000 82 -3.481925000 1.340587000 -0.140722000 82 1.534724000 -1.007573000 -1.685086000 29.0 82 3.524964000 -0.697367000 0.654308000 82 -0.608033000 1.434255000 -0.439209000 82 -2.371394000 -1.092919000 1.426883000 82 0.681479000 -0.699471000 1.474664000 82 2.243823000 1.990043000 0.130941000 82 -1.492085000 -1.504142000 -1.451052000 82 -3.490986000 1.270338000 -0.012624000 82 1.512233000 -0.700737000 -1.783911000
8.1 82 3.453254000 -1.133365000 -0.182681000 82 -0.666710000 1.701533000 -0.001884000 82 -2.259270000 -0.358483000 1.957434000 82 0.733116000 -1.022761000 1.334748000 82 2.372661000 1.719788000 0.677578000 82 -1.373989000 -1.568918000 -1.032467000 82 -3.485201000 0.653932000 -0.785311000 82 1.226140000 0.008274000 -1.967417000
Pb 9 0.0 82 1.651800000 -0.000500000 1.808200000 82 -0.001900000 -2.588100000 0.712200000 82 -2.621400000 -1.544600000 -0.888300000 82 0.003500000 2.588000000 0.710700000 82 -1.656200000 0.003200000 1.806900000 82 0.000600000 0.000500000 -1.485000000 82 -2.621000000 1.545500000 -0.889600000 82 2.620800000 -1.546500000 -0.887200000 0.0 82 0.000000000 2.566365000 0.708426000 82 1.638453000 0.000000000 1.769150000 82 -1.638453000 0.000000000 1.769150000 82 0.000000000 0.000000000 -1.432051000 82 -2.609430000 -1.538753000 -0.880776000 82 -2.609430000 1.538753000 -0.880776000 82 2.609430000 -1.538753000 -0.880776000 82 2.609430000 1.538753000 -0.880776000 0.0 82 0.000000000 2.525494000 0.698189000 82 1.657762000 0.000000000 1.755367000 82 -1.657762000 0.000000000 1.755367000 82 0.000000000 0.000000000 -1.443158000 82 -2.653109000 -1.535319000 -0.865989000 82 -2.653109000 1.535319000 -0.865989000 82 2.653109000 -1.535319000 -0.865989000 82 2.653109000 1.535319000 -0.865989000 Table ESI -2. HOMO-LUMO gap for Pb n (n = 3 -10) isomers. Energy in eV at PBE0 level of theory.
